Diffusion quantum Monte Carlo for equilibrium structures and harmonic frequencies of ethane and ozone molecules.
Application of the Ornstein-Uhlenbeck diffusion quantum Monte Carlo method in combination with a trial wave function constructed from the floating spherical Gaussian orbitals and spherical Gaussian geminals to studies on the equilibrium structures and harmonic frequencies of ethane and ozone is presented. These Monte Carlo computed results are compared with those of experiments as well as the coupled cluster methods with the correlation consistent basis sets for the two molecules. For ozone, we also compare the Monte Carlo results with the results from multireference calculations.